General procedures : NMR spectra were recorded on a Bruker AV300III spectrometer.
formation of the dithiolate, air was bubbled into the reaction mixture for 3 days at room temperature. The solvent was evaporated and CH 2 Cl 2 (20mL) was added. The organic phase was washed with water, dried over MgSO 4 and purified on silica gel using CH 2 Cl 2 as eluent to afford 1 in 50% yield. Crystals of sufficient quality for X-ray diffraction were obtained by slow evaporation of CH 2 afford purple dark crystals of sufficient quality for X-ray diffraction.
Fig S2
1 H NMR spectrum of 1 in CDCl 3

13
C NMR spectrum of 1 in CDCl 3
Crystallography. Data were collected on an APEXII, Bruker-AXS diffractometer. The structure were solved by direct methods using the SIR97 program, 2 and then refined with fullmatrix least-square methods based on F 2 (SHELXL-97) 3 with the aid of the WINGX 4 program. . A final refinement on F 2 with 3662 unique intensities and 184 parameters converged at ωR(F 2 ) = 0.0911 (R(F) = 0.0396) for 2971 observed reflections with I > 2σ(I).
Computational Details.
Full geometry optimization of models of 1 and 1 . References
